The molecule of O-acetylswietenolide, C 29 H 36 O 9 , isolated from the seeds of Swietenia macrophylla, features four sixmembered rings connected together in the shape of a bowl; one of the inner rings adopts a twisted chair conformation owing to the C C double bond. The furyl substitutent is connected to an outer ring, and it points away from the bowl cavity. The hydroxy group is connected to a carbonyl O atom of an adjacent molecule by an O-HÁ Á ÁO hydrogen bond, generating a chain running along the b axis.
Related literature
For the absolute stereochemistry assignment, see: Bickii et al. (2000) ; Kadota et al. (1990) ; Mootoo et al. (1999) ; Narender et al. (2008) . For another swietenolide isolated from Swietenia macrophylla, see: Goh et al. (2010) .
Experimental
Crystal data Table 1 Hydrogen-bond geometry (Å , ). ( R, 4R, 4aR, 6aS, 7R, 8S, 10R, 7, 9, 4, 4a, 5, 6, 6a, 7, 8, 9, 10, 11, [2]benzopyran-8-acetate (6-O-acetylswietenolide) from the seeds of Swietenia macrophylla B. H. Goh, H. Abdul Kadir, S. N. Abdul Malek and S. W. Ng
Comment
Sweietenia macrophylla is a large mahogany tree growing in the rainforests of Malaysia. The extracts of the seeds contain flavonoids, saponins and alkaloids that are commecialized in local herbal products. A previous study reports the crystal structure of swietenolide diactate (Goh et al., 2010) . The title compound (Scheme I, Fig. 1 ), which was isolated from the same plant, differs only in having a hydroxy group in place of a acetoxy group. The hydroxy group engages in O-H···O hydrogen bonding to generate a chain structure.
Experimental
The finely ground seeds ofSweietenia macrophylla (600 g) were soaked in ethanol at room temperature for three days. The mixture was filtered and the solvent evaporated to give a dark yellow crude material (70 g). A portion (40 g) was successively extracted with n-hexane, ethyl acetate and water to give an n-hexane-insoluble residue. The residue was partitioned between ethyl acetate-water (1:1) to give an ethyl acetate-soluble fraction (30 g, 80%). This fraction (3 g) was subjected to column chromatography on silica gel (70-230 mesh, 300 g), with initial elution by n-hexane, followed by increasing proportions of chloroform. Eleven fractions were obtained. The fourth fraction (2 g) was further subjected to column chromatography (70-230 mesh,200 g), initially eluting with n-hexane and later with acetone to give twelve fractions.
The eighth fraction (600 mg) was dissolved in methanol and kept in a refrigerator. A white solid was obtained after two days, and a second crop was obtained after another two days. Recrystallization of the first crop from chloroform yielded colorless crystals of the swietenolide diacetate (yield 15 mg). The ninth fraction (80 mg) yielded O-acetylswietenolide (13 mg) after recrystalization from chloroform.
Refinement
Carbon-bound H atoms were placed in calculated positions (C-H 0.95 to 1.00 Å) and were included in the refinement in the riding model approximation, with U(H) set to 1.2 to 1.5U(C). The hydroxy H-atom was located in a difference Fourier map, and was refined isotropically with a distance restraint of O-H 0.84±0.01 Å. (αR,4R,4aR,6aS,7R,8S,10R, 11S)-Methyl α-acetoxy-4-(3-furanyl)-10-hydroxy-4a,7,9,9-tetramethyl-2,13-dioxo-1, 4,4a,5,6,6a,7,8,9,10,11,12-dodecahydro-7,11-methano-2H-cycloocta Monoclinic, P2 1 Mo Kα radiation, λ = 0.71073 Å Hall symbol: P 2yb Cell parameters from 4876 reflections a = 11.5648 (9) Å θ = 2.9-28.1°b 0.0201 (8) 0.0307 (9) 0.0139 (7) 0.0063 (7) 0.0038 (6) 0.0016 (7) O8 0.0229 (8) 0.0159 (7) 0.0267 (9) 0.0003 (6) 0.0097 (7) 0.0020 (7) O9 0.0141 (7) 0.0146 ( 
